The asymmetric unit of the title crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The air-dried twigs and leaves of Isodon flavidus (Hand. Mazz. Hara.) collected from Daozhen county, Guizhou province were extracted with 90% methanol four times at a room temperature. After dissolving with water, the residue was divided into six fractions (A-F). Subsequently, fraction C was separated by silica gel column with dichloromethane/acetone (volume ratio 8:2) to get the crude product, which was then purified by Middle Chromatogram Isolated (MCI) Gel and sephdex LH-20 with dichloromethane/methanol (volume ratio 1:1) to get the title compound (15 mg) as a yellow powder. The powder was dissolved in excess methanol at room temperature and slow evaporation of this solution yielded yellow block crystals that proved suitable for X-ray analysis.
Experimental details
The crystal structure was solved by Direct Methods and refined by full-matrix least-squares methods using the Olex2. All the carbon-bound hydrogen atoms were placed in the calculated positions, with the d(C-H) = 0.93-0.98 Å. The U iso (H) were set to 1.2 Ueq(C) and to 1.5 Ueq(O).
Discussion
It is necessary to investigate the pharmaceutical mechanism of Isodon genus (Lamiaceae), as most species of this family possess a variety of bioactivities such as anti-hypertension, anti-cancer and anti-inflammatory. Besides, Isodon flavidus (Hand. Mazz. Hara.), an important member of this family, is distributed widely in Guizhou province, China. Thus, based on the information mentioned above, we have since discovered the title compound from I. flavidus [4] . All geometrical parameters of the title structure are in the normal ranges. This title compound is a highly oxygenated lignanoid containing four five-membered rings, two benzene rings and one acetoxyl group. Especially, the epoxy fivemembered rings A (atoms O3/C1-C2/C4-C5) and B (atoms O7/C1/C5-C6/C8), which is fused to ring A through C1 and C5, are both in half-chair conformations, with atoms C2 and O3 deviating from the best plane through atoms C1/C4/C5 by −0.355 Å and 0.274 Å, respectively, and atoms O7 and C8 deviating from the best plane through atoms C1/C5/C6 by −0.358 Å and 0.267 Å, respectively.
